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CO2 isotherms at 298 K up to 55 bar
. CO2 adsorption isotherm of a powder sample of FMOF-1 at 298 K, including the experimental data (black) and the fitting to the Toth equation within the experimental range (red) and beyond (blue). 
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Geometric characterization of FMOF-1 structures
The pore size distributions and geometric characterization for FMOF-1a-c structures are shown in Figure S5 and Table S2 , respectively. The window and pore diameters were obtained using the method described by Sarkisov and Harrison. 1 Other geometric properties such as the accessible surface area, void fraction and pore volume were calculated using methods reported by Düren et al. 2 and Frost et al. 
FMOF-1 model
The LJ parameters for FMOF-1 atoms were taken from the Universal Force Field (UFF).
5
The partial charges on CF3 groups were taken from the work of Dalvi et al. 6 Partial charges for C and F atoms in CF3 group are +0.51 and -0.17, respectively. The partial charges for all other atoms in FMOF-1 were obtained from DFT calculations using the B3LYP functional and the 6-31+G* basis set in Gaussian 09 7 . Partial atomic charges were extracted using the ChelpG method.
8 Table S3 shows the LJ parameters for all atom types in FMOF-1. ) except for water, which was described with the TIP4P model 13 . The LJ parameters along with partial charges for all adsorbates are listed in Table S4 . 
